THEOCHEM, VOLUME 201 


(Journal of Molecular Structure, Vol. 60) 





AUTHOR INDEX 


Allinger, J.A., 363 Hinchliffe A., 69 
Allinger, N.L., 363 Hirota, F., 99 
Ando,I., 239 Hobza, P., 339 
Hofmann, H.-J., 339 
Bochicchio, R.C., 177 Huang, M.-B., 39 
Bognar,R., 351 
Bowmaker,G.A., 161 Jaime,C., 113 
Boyd, P.D.W., 161 
Broch,H., 371 


Koma iI, 351 
Buemi,G., 193 ieee i 


Kong, F., 39 
Kowal, A.T., 383 
Kunttu,H., 59 
Kurosu, H., 239 


Cai, J.-F., 129 
Cammi,R., 339 
Cosentino, U., 199 
Coussens,B., 1 
Craw,J.S., 69 Lane, P., 117 

Leszczynski, J., 383 
De Almeida, W.B., 69 Lipinski, J.. 87, 295 
De Ranter,C., 1 Liu, C.-W., 137 
Dinya,Z., 351 Liu, R.Z., 249 

Liu, S.-H., 39 
Elguero, J., 17 Lépez-Calahorra, F., 113 
Elk, S.B., 75 Lu, J.-X., 137 
Elminyawi,I.M., 117 Lunelli, B., 307 
Epiotis, N.D., 213 


McKenney Jr., R.L., 117 
Medrano, J.A., 177 
Miyata, K., 99 

M6, 0O., 17 

Moro,G., 199 
Morosi,G., 199 


Feng, W.L., 249 
Fernandez Pacios, L., 187 
Flakus,H.T., 319 


Gineityté, V., 49 
Gémez Calzada, P., 187 
Grassi,H., 371 

Grazia Giorgini, M., 307 Nagy, P., 257,271 
Gu, J.-P., 39 Novak, K., 257 


Orlandi,G., 307 


Pitea,D., 199 
Politzer, P., 117 


Raaska,T., 59 
Rasinen, M., 59 
Remko, M., 287 
Russo, N., 149 


Santal6,N., 113 
Scolastico,C., 199 
Shatkovskaya,D., 49 
Shibata, S., 99 
Somogyi, A., 351 
Szasz,G., 257 
Sztaricskai,F., 351 


Tang, H., 137 
Tomasi, J., 339 
Topsom,R.D., 129 
Toscano, M., 149 


Vanquickenborne, L.G., 
Velasco, D., 113 
Verlinde,C., 1 


Xie, J.F., 


Yu, J.G., 


Zahradnik, R., 339 
Zerbetto, F., 307 


1 








THEOCHEM, VOLUME 201 


(Journal of Molecular Structure, Vol. 60) 





SUBJECT INDEX 


Acetic acid 
Quantum chemical study on transition 
states: intermediates of the unimolecular 
decomposition of acetic acid, 249 

Acyclic cyano-derivatives 
Semiempirical calculations of anti/gauche 
enthalpy differences in acyclic cyano-de- 
rivatives, 113 

Aminoethanol 
Ab initio analysis of 2-aminoethanol con- 
formers, including electron correlation 
corrections for the energy, 1 

Ammonia 
Metal ion interactons with water and am- 
monia, 339 

Anaesthetic 
Ab initio study of hydrogen bonds and 
proton transfer in the systems 
(CH;);NH*----OCOH and CH,;NH;* 
+++ OCHOCH; modelling a local-anaesth- 
etic-receptor interaction, 287 

Antibiotics 
The role of the carboxylate binding pocket 
of the vancomycin group of antibiotics in 
the antibacterial effect. A molecular me- 
chanics study, 351 

Aromaticity 
A MO analysis of the aromaticity of some 
nitrogen heterocyclic compounds, 17 


Basicity of amines 
Theoretical calculations on the basicity of 
amines. Part 1. 
The use of molecular electrostatic poten- 
tial for pK, prediction, 257 
Theoretical calculations on the basicity of 
amines. Part 2. 
The influence of hydration, 271 
Bifurcated hydrogen bonds 
Effects of strong dynamical couplings be- 
tween vibrations in the IR spectra of the 


bifurcated hydrogen bonds, 319 

Biological hydrogen-bonded systems 
Intermolecular interactions, proton- 
transfer and charge-transfer transitions in 
biological hydrogen-bonded systems: 
thioguanine-cytosine, adenine-5-flu- 
oro(bromo)-uracil, Mg?*-guanine-cyto- 
sine complexes and _ cis-Pt(NH3;),”*- 
thioguanine (guanine), 87 

3-(4’-Biphenyl)pentane-2,4-dione 
Evaluation of hydrogen bonding strength 
in 3-(4'-biphenyl) pentane-2,4-dione: an 
AM1I study, 193 

Boron trihalide 
Ab initio study on the charge-transfer 
complexes of boron trihalide with ammo- 
nia, trimethylamine, phosphine and tri- 
methylphosphine, 99 


Charge-transfer complexes 
Ab initio study on the charge-transfer 
complexes of boron trihalide with ammo- 
nia, trimethylamine, phosphine and tri- 
methylphosphine, 99 

Cluster-model study 
Cluster-model study on the adsorption of 
atoms and molecules on the basal plane of 
graphite, 149 

Correlation corrections 
Ab initio analysis of 2-aminoethanol con- 
formers, including electron correlation 
corrections for the energy, 1 


Density-matrix properties 
The investigation of density-matrix prop- 
erties for saturated molecules, 49 
1,4-Diaminobutanes 
A computational study of some 1,4-dia- 
minobutanes and their protonated forms, 
13) 





400 


1,2-Dihalogenocyclobutene-3,4-diones 
Equilibrium geomeiry, force field and sta- 
bility of the 1,2-dihalogenocyclobutene- 
3,4-diones, 307 


Electrostatic potential 
Theoretical calculations on the basicity of 
amines. Part 1. The use of molecular elec- 
trostatic potential for pK, prediction, 
257 


Graphite 
Cluster-model study on the adsorption of 
atoms and molecules on the basal plane of 
grahite, 149 


Halogens 
An SCF-MS-Xa study of the bonding and 
nuclear quadrupole coupling in oxygen 
compounds of the halogens, 161 
Helicanes 
Enumeration of the set of saturated com- 
pounds that, in theory, could be formed by 
the linear fusion of regular pentagonal 
modules, including the logical extrapola- 
tion to “helicanes”, 75 
Heterobimetallic complexes 
The bonding in heterobimetallic com- 
plexes. Part 1. A DV-X, study of the elec- 
tronic structure of three early-late transi- 
tion-metal complexes, 137 
Hydration 
Theoretical calculations on the basicity of 
amines. Part 2. The influence of hydra- 
tion, 271 


Lewis formulae 
Lewis formulae for metallic systems: the 
Litetramer paradigm, 213 

Li tetramer paradigm 
Lewis formulae for metallic systems: the 
Li tetramer paradigm, 213 


M(2,4-dithiobiuret ). complexes 
Molecular and electronic structure of 
M(2,4-dithiobiuret), complexes (M= 
Ni?+, Pd?*, Pt?*) by a theoretically im- 
proved INDO method, 383 
Methylammonium ions 
Effect of hydration on the acidities of sub- 
stituted methylammonium ions, 129 


Nitrogen heterocyclic compounds 
A MO analysis of the aromaticity of some 
nitrogen heterocyclic compounds, 17 
Nucleic acid bases 
Electronic structure of platinum(II) an- 
titumor complexes and their interactions 
with nucleic acid bases. Part II, 295 


Organic semiconductor 
Cation transconformation in organic semi- 
conductor triethylammonium (tetracyano 
+-7,7,8,8-p-quinodimethane ), a theoret- 
ical conformational analysis, 371 
Oxygen compounds 
An SCF-MS-Xa study of the bonding and 
nuclear quadrupole coupling in oxygen 
compounds of the halogens, 161 


Particle numbers 
On the electronic distribution for ex- 
tended systems: the particle numbers as a 
statistical magnitude, 177 

PH, radical 
Ab initio studies of five doublet states and 
the dissociation of the X?B, and A?A, 
states of the PH, radical, 39 

Platinum (II) antitumor complexes 
Electronic structure of platinum(II) an- 
titumor complexes and their interactions 
with nucleic acid bases. Part II, 295 

Polyethylene chains 
13C NMR chemical shift and crystal struc- 
ture of polyethylene chains in the solid 
state as studied by tight-binding theory 
within the INDO/S framework, 239 

Proton transfer 
Ab initio study of hydrogen bonds and 
proton transfer in the systems 
(CH;),NH*:---OCOH and CH;NH,* 
--* OCHOCH; modelling a local-anaesth- 
etic-receptor interaction, 287 

Proton-transfer 
Intermolecular interactions, proton- 
transfer and charge-transfer transitions in 
biological hydrogen-bonded systems: 
thioguanine-cytosine, adenine-5-fluoro- 
(bromo)-uracil, Mg?*-guanine-cytosine 
complexes and cis-Pt (NH3).”*-thoguan- 
ine (guanine), 87 

Pyrrolidin-2-one derivatives 





The influence of the calculation method on 
conformational analysis of pyrrolidin-2- 
one derivatives, 199 


Saturated compounds 
Enumeration of the set of saturated com- 
pounds that, in theory, could be formed by 
the liner fusion of regular pentagonal mod- 
ules, including the logical extrapolation to 
“helicanes”, 75 

Saturated molecules 
The investigation of density-matrix prop- 
erties for saturated molecules, 49 

Selenium 
Molecular mechanics (MM2) calcula- 
tions on organo selenium and tellurium 
compounds, 363 


Tellurium 
Molecular mechanics (MM2) calcula- 
tions on organo selenium and tellurium 
compounds, 363 

Thioformic acid 
Ab initio SCF studies on thioformic acid: 
basis-set effects, 59 


Topological analysis 
Internal rotation potentials in molecules 
with two rotors: a topological analysis, 

187 

Transition-metal complexes 
The bonding in heterobimetallic com- 
plexes. Part 1. A DV-X,, study of the elec- 
tronic structure of three early-late transi- 
tion-metal complexes, 137 

Triethylammonium (tetracyano-7,7,8,8-p- 
quinodimethane). 
Cation transconformation in organic semi- 
conductor triethylammonium (te- 


tracyano-7,7,8,8-p-quinodimethane), a 
theoretical conformational analysis, 371 


Vancomycin group 
The role of the carboxylate bonding pocket 
of the vancomycin group of antibiotics in 
the antibacterial effect. A molecular me- 
chanics study, 351 


Water 
Metal ion interactions with water and am- 
monia, 339 





